Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.044; wR factor = 0.130; data-to-parameter ratio = 12.5.
In the crystal structure of the title adduct [systematic name: 2-(1,3-dioxoisoindolin-2-yl)acetic acid-1,3,7-trimethyl-1,2,3,6-tetrahydro-7H-purine-2,6-dione (1/1)], C 8 H 10 N 4 O 2 ÁC 10 H 7 NO 4 , the components are linked by an O-HÁ Á ÁN hydrogen-bond and no proton transfer occurs. Table 1 Hydrogen-bond geometry (Å , ). SS is grateful to The University of Hong Kong for providing the facility of crystallographic studies. In an attempt to synthesis calcium(II) complex of N-phthaloylglycine and caffeine, we have obtained 1:1 adduct of N-phthaloylglycine and caffeine as title compound (I). The 1,3,7-trimethyl-hexahydro-purine-2,6-dione, C 8 H 10 N 4 O 2 , and (1,3-dioxo-1,3-dihydro-isoindol-2-yl)-acetic acid, C 10 H 7 NO 4 , co-crystallizes in a primitive monoclinic space group, P2 1 /n (#14). The acetic acid group is about 74.96 (5)° from the ring plane of isoindole-1,3-dione.
Related literature
C-O distances [C1-O2 = 1.200 (2); C1-O1 = 1.316 (2) Å) of the COOH moiety suggests that no proton transfer has taken place. There are inter-molecular O-H···N H-bond interactions which link the two molecules together.
Experimental
A mixture of CaCO 3 (0.005 mol), N-phthaloylglycine (0.01 mol) and caffeine (0.005 mol) was heated in water (100 ml) for 2 h. The hot solution was filtered and filtrate was set aside for one week. Colourless needle like crystals were obtained suitable for X-ray analysis.
Refinement
The structure was solved by direct methods (SHELXS97) and expanded using Fourier techniques. All non-H atoms were refined anisotropically.
All of the C-bound H atoms are observable from difference Fourier map but are all placed at geometrical positions with C-H = 0.93, 0.96 and 0.97 Å for phenyl methyl and methylene H-atoms. All C-bound H-atoms are refined using riding model with U iso (H) = 1.2U eq (Carrier). The O-bound H-atoms were located from difference Fourier map and refined isotropically. Fig. 1 . The ORTEP plot of the co-crystal was shown at 50% probability thermal ellipsoids with the atom numbering scheme.
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